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Abstract: I will review a general approach to develop and employ full-dimensional potential
and dipole moment surfaces in VSCF/VCI calculations of highly-coupled vibrational motion
in proton-bound complexes. Examples include the proton-bound N2 [1] and CO[2] dimers and




4 .[3] A controversy about the latter “Eigen”
complex will be addressed, as it points out some limitations of “ab initio molecular dynamics”
approaches to IR spectroscopy.
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